Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.007 Å; R factor = 0.070; wR factor = 0.220; data-to-parameter ratio = 12.5.
Experimental
Crystal data C 14 H 10 N 4 O 6 M r = 330.26 Monoclinic, P2 1 =n a = 4.7947 (6) Å b = 9.8750 (11) Å c = 14.9094 (17) Å = 99.05 (3) V = 697.13 (14) Å 3 Z = 2 Mo K radiation = 0.13 mm À1 T = 293 K 0.20 Â 0.10 Â 0.10 mm
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.975, T max = 0.988 1364 measured reflections 1364 independent reflections 673 reflections with I > 2(I) 3 standard reflections every 200 reflections intensity decay: none Refinement R[F 2 > 2(F 2 )] = 0.070 wR(F 2 ) = 0.220 S = 1.10 1364 reflections 109 parameters H-atom parameters constrained Á max = 0.13 e Å À3 Á min = À0.15 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x þ 1; y; z.
Data collection: CAD-4 Software (Enraf-Nonius, 1989); cell refinement: CAD-4 Software; data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. O2-N2-O3 123.8 (5) C5-C4-H4A 120.5 O2-N2-C5 118.0 (5) C4-C5-C6 120.8 (5) O3-N2-C5 118.1 (5) C4-C5-N2 119.1 (5) O1-C1-N1 121.0 (4) C6-C5-N2 119.8 (5) O1-C1-C2 123.5 (4) C7-C6-C5 119.9 (5) N1-C1-C2 115.5 (4) C7-C6-H6A 120.0 C7-C2-C3 118.6 (5) C5-C6-H6A 120.0 C7-C2-C1 125.1 (5) C6-C7-C2 120.6 (5) C3-C2-C1 116.3 (5) C6-C7-H7A 119.7 C4-C3-C2 120.9 (5) C2-C7-H7A 119.7 C4-C3-H3A 119.6
10.3 (7) O1-C1-C2-C7 148.0 (5) O3-N2-C5-C4 −166.2 (5) N1-C1-C2-C7 −30.3 (7) O2-N2-C5-C6 −164.5 (5) O1-C1-C2-C3 −31.9 (7) O3-N2-C5-C6 19.0 (7) N1-C1-C2-C3 149.8 (5) C4-C5-C6-C7 5.5 (8) C7-C2-C3-C4 −3.0 (8) N2-C5-C6-C7 −179.8 (5) C1-C2-C3-C4 176.9 (5) C5-C6-C7-C2 −4.6 (8) C2-C3-C4-C5 3.8 (9) C3-C2-C7-C6 3.4 (8) C3-C4-C5-C6 −5.0 (8) C1-C2-C7-C6 −176.5 (5) Symmetry codes: (i) −x+2, −y, −z+1. supplementary materials sup-5 Fig. 1 
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